Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.012 Å; R factor = 0.048; wR factor = 0.089; data-to-parameter ratio = 19.3.
Related literature
For the importance of gold catalysis, see: Hashmi & Hutchings (2006a,b) ; Hashmi (2007) . For the role of the gold(I) oxidation state, see: Ito et al. (1986) and for the use of gold(III) precatalysts, see: Hashmi et al. (2004a,b) .
Experimental
Crystal data [AuCl(C 19 Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008a); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Hutchings, 2006a Hutchings, , 2006b Hashmi, 2007) . While the field is dominated by gold(I) complexes (Ito et al., 1986) , the use of gold(III) pre-catalysts is also of interest (Hashmi et al., 2004a (Hashmi et al., , 2004b . Here we report the structural details of a new representative of the gold(III) pre-catalysts. The main feature of this structure is the ring strain of the two 5-membered metallacycles that were built up by the pincer ligand and the gold center. The theoretical sum of the bond angles in these flat 5-membered metallacycles is 540.0°, as it was observed in both cases. For a hypothetic strain-free (ring-opened) molecule simple geometrical considerations result an angle sum of about 582° (90° at Au1, 120° at N1, C2, C6, and 126° at C11, N12 C21, N22). The required adaption of 42° is achieved by bending the bond angles (mean values over both rings) at Au1 (9.7°), N1 (2.4°), C2/C6 (7.6°), C11/C21 (10.3°), and N12/N22 (12.0°). As expected the bending at the pyridin nitrogen atom N1 is by far least, as the aromatic ring itself is rigid and cannot bend on two sides simultaneously.
&
Experimental 2,6-bis(5-butyl-1H-pyrazol-3-yl)pyridine (200 mg, µmol) was dissolved in acetone (5 ml). After this HAuCl 4 *xH 2 O (248 mg, 618 µmol, 49% metal content) in acetonitrile (3 ml) and NaOH (2.5 M in H 2 O, 741 µl) were added consecutively. The mixture was warmed to 60 °C for 20 min, during this time the initially formed yellow precipitate dissolved. The mixture was subjected to hot filtration and the solvent was removed under reduced pressure. The crude complex was purified by recrystallization from acetone to yield the title compound as red crystals (96.0 mg, 173 µmol, 28%). The compound is stable at RT in air. 1 H NMR (300 MHz, acetone): δ=0.93 (t, J=7.3 Hz, 6H, CH 3 ), 1.4 (dm, J=8.5, 7.1 Hz, 4H, CH 2 ), 1.65 (m, 4H, CH 2 ), 2.66 (t, J=7.5 Hz, 4H, CH 2 ), 7.71 (d, J=7.9 Hz, 2H, ArH), 8.25 (t, J=7.9 Hz, 1H, ArH); 13 C NMR (75 MHz, acetone): δ = 14. 27, 23.13, 32.87, 106.97, 116.38 (no further signals observed, one signal overlapping with solvent at about 29 p.p.m.)
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95-0.99 Å) and were included in the refinement in the riding model approximation with U iso (H) set to 1.2-1.5U eq (C). A staggered group model was used for the methyl groups. Fig. 1 . Thermal ellipsoid representation of the title compound. Displacement ellipsoids were plotted at 50% probability level.
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